Selecting the spin crossover profile with controlled crystallization of mononuclear Fe(III) polymorphs Ana I. Vicente, a,b Liliana P. Ferreira, b,c Figure S1 . ORTEP diagram of 1a at 105 K. Thermal ellipsoids are drawn at the 50% probability level. Figure S4 . Simulated X-ray powder diffractograms from corresponding crystal structures; the latter crystal structures were calculated from single crystal X-ray data using direct methods and non-linear least-squares fitting. Figure S5 . Plot of heat capacity vs. T for sample 1a, on warming and cooling at 10 K/min, over the range 150 K and 200 K, 2 nd RUN. 
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